LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022246.D

Acqg On : 27 May 2021 20:35

Operator : JC/MD

Sample : M2520-02 40X

Misc : 15.039g/5.0mL/100uL/5.0emL/MSVOA_X/MEOH C-02-2021-05-24

ALS Vvial : 24 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X051921W.M

Title : SW846 8260

Signal : TIC: VX@22246.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.397 696 707 722 rVB 50679 142631 4.81% 1.256%
2 5.562 722 734 747 rBV2 79214 222604 7.51% 1.961%
3 5.964 791 800 817 rVB3 64195 165118 5.57%  1.455%
4 6.769 921 932 950 rBV 142920 335999 11.34%  2.960%
5 8.653 1234 1241 1249 rBV 316395 478488 16.15%  4.215%
6 10.055 1465 1471 1482 rBV 298900 401846 13.56%  3.540%
7 10.195 1489 1494 1504 rVB 133799 173835 5.87% 1.531%
8 10.963 1616 1620 1628 rBV 26018 32858 1.11% 0.289%
9 11.085 1634 1640 1648 rBV 230322 290301 9.80% 2.557%
10 11.616 1722 1727 1734 rBV 36000 45569 1.54% 0.401%
11 11.756 1741 1750 1755 rBV 123140 151955 5.13% 1.339%
12 12.024 1789 1794 1800 rVB 305919 380846 12.86% 3.355%
13 12.091 1800 1805 1809 rBV 52937 63630 2.15% 0.561%
14 12.244 1825 1830 1838 rBV 597216 741984 25.05% 6.536%
15 12.317 1838 1842 1848 rVV3 25374 38466 1.30% 0.339%
16 12.616 1886 1891 1895 rBV 62313 75281 2.54% 0.663%
17 12.701 1901 1905 1911 rBV 32597 47916 1.62% 0.422%
18 12.963 1945 1948 1954 rBV 32895 42784  1.44% 0.377%
19 13.170 1978 1982 1987 rBV 80908 94928 3.20% 0.836%
20 13.292 1998 2002 2007 rBvV2 51294 67160 2.27% 0.592%
21 13.347 2007 2011 2016 rVV 106813 129939 4.39% 1.145%
22 13.426 2019 2024 2029 rVB 190721 244405 8.25% 2.153%
23 13.548 2040 2044 2047 rBV 24708 31622 1.07% 0.279%
24 13.780 2074 2082 2090 rBV 2408494 2962526 100.00% 26.097%
25 13.871 2090 2097 2103 rVV 72800 102114  3.45% 0.900%
26 14.225 2150 2155 2158 rBV 39601 56789 1.92% 0.500%
27 14.323 2164 2171 2177 rBV 38617 66841 2.26% ©.589%
28 14.603 2211 2217 2219 rVWV 28908 39836 1.34% 0.351%
29 14.640 2219 2223 2233 rVB2 130535 187218 6.32% 1.649%
30 14.780 2241 2246 2257 rVB 955370 1270765 42.89% 11.194%
31 15.206 2308 2316 2322 rBV 107627 150759 5.09% 1.328%
32 15.377 2333 2344 2347 rBV 82020 144053 4.86% 1.269%
33 15.414 2347 2350 2354 rVB 40089 53907 1.82% 0.475%
34 15.481 2354 2361 2366 rBV 224933 365166 12.33%  3.217%
35 15.615 2372 2383 2387 rBV 266816 460589 15.55% 4.057%

36 15.652 2387 2389 2396 rVB 91938 126293 4.26% 1.113%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022246.D

Acqg On : 27 May 2021 20:35

Operator : JC/MD

Sample : M2520-02 40X

Misc : 15.039g/5.0mL/100uL/5.0emL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X051921W.M

Title : SW846 8260

37 15.841 2410 2420 2432 rVB3 81714 234849 7.93% 2.069%

38 15.993 2438 2445 2454 rVB2 54660 95971 3.24%  0.845%

39 16.090 2455 2461 2468 rBV 34724 56063 1.89% 0.494%

40 16.334 2492 2501 2510 rBv2 203884 446552 15.07% 3.934%

41 16.566 2530 2539 2541 rBV5 14413 32101 1.08% ©0.283%

42 16.603 2541 2545 2550 rVv2 22884 45594 1.54% 0.402%

43 16.664 2550 2555 2566 rvVB3 21308 53638 1.81% 0.473%
Sum of corrected areas: 11351789
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

¢ M2520-02 40X
: 15.039g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
: 24 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\

: VX022246.D
: 27 May 2021 20:35

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M

Quant Title

TIC Library

. SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0

TIC: VX022246.D\data.ms

5.399.962 5.964

Time-->
Abundance

2000000

1500000

1000000

500000

1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
TIC: VX022246.D\data.ms

8.653
10.055 11.085
6.769 /\ 10.195

0
Time-->
Abundance

2000000

1500000

1000000

500000

Time-->

10.96;[\
e e

‘ — —T ‘ ‘
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

TIC: VX022246.D\data.ms
13.y80

14.780

12.244

12.024
154%&615 16.334

13426
11,756 14.640
616 1}%-09 317 12;%1.60112.9%3-/{13%%?]%23.548 1%}\371 1428823 14.603
T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T

15.206:377,1516505.844 .
BT ez | TS o0 || wnsens

T
12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022246.D

Acqg On : 27 May 2021 20:35

Operator : JC/MD

Sample : M2520-02 40X

Misc : 15.039g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.244 97.41 ug/l 741984  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 81
3 Benzene, 1,1'-(1-ethenyl-1,3-pro... 222 C17H18 061141-97-7 78
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 74
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 74
Abundance Scan 1830 (12.244 min): VX022246.D\data.ms (-1825) (- m/z 117.10 100.00%
117.1
5000
91.1 —f —
39.1 63.1 ‘ LN 12.00 12.50
bbbl M m/z 118,18 57.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8948: Indane
117.0
5000 e —
12.00 12.50
m/z 115.10 33.87%
58.0 91.0
O ‘2\7‘\.(\)\"\\“\\““‘\‘\\\h‘\\“\\"\\\ ‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8973: Benzene, 1-ethenyl-2-methyl-
117.0
12.00 12.50
5000 m/z 91.10 17.39%
91.0
39.0 5.0 ‘
T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79588: Benzene, 1,1'-(1-ethenyl-1,3-propanediyl)bis- A —ph — Ad%
117.0 12.00 12.50

m/z 39.10 8.97%

5000
91.0

39.0 65.0
A P A A 147.0 177.0 207.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022246.D

Acqg On : 27 May 2021 20:35

Operator : JC/MD

Sample : M2520-02 40X

Misc : 15.039g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Benzene, (1-methyl-2-cyclop... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.426 32.09 ug/l 244405  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96
2 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 96
3 2-Methylindene 130 C10H10 002177-47-1 96
4 Benzene,l-methyl-1,2-propadienyl- 130 C1eH1e 022433-39-2 95
5 1H-Indene, 3-methyl- 130 C10H10 000767-60-2 94
Abundance Scan 2024 (13.426 min): VX022246.D\data.ms (-2019) (- m/z 115.05 100.00%
1151
5000
e
39.0 ‘ 61'1 89.1 1 1.21473 13.50
bl el 1478 sz 130.05  98.64%
miz--> 20 40 60 80 100 120 140 160
Abundance #13118: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0
5000 U ‘J\
13.50
51.0 m/z 129.00  74.59%
27.0 ‘ ‘ 77.0 102.0 ‘
O‘\‘\\\“\\M\“‘\‘\\H}“‘\\‘\\“‘\\\‘\‘\"1\‘\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #13092: 1H-Indene, 1-methyl-
130.0
Al
13.50
5000 m/z 128.05 39.60%
51.0
270 || 77.0 1020 |
o_unﬁ\_‘mh B N | R
m/z--> 20 40 80 100 120 140 160
Abundance #13084.2—Methyhndene e
130.0 13.50
m/z 127.10  16.48%
5000
51.0
20, || 70, 1020
0 “w“H‘J“‘U‘ww“J“VM“\“MM“““,“‘ A
m/z--> 20 40 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022246.D

Acqg On : 27 May 2021 20:35

Operator : JC/MD

Sample : M2520-02 40X

Misc : 15.039g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Naphthalene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.640  24.58 ug/l 187218 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 97
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93
4 1H-Indene, 1l-ethylidene- 142 C11H1e0 002471-83-2 72
5 Benzocycloheptatriene 142 C11H1e 000264-09-5 59
Abundance Scan 2223 (14.640 min): VX022246.D\data.ms (-2219) (- m/z 142.15 100.00%
142.2
5000
115.1
SN W L E—
39.0 63}1 89.0 H 2070 14.50 15.00
OF et ol el G m/z 141.15  80.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000 Y W  E—
115.0 14.50 15.00
m/z 115.10  37.20%
ol 500 9 920 I
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19232: Naphthalene, 1-methyl-
142.0
— —
14.50 15.00
m/z 139.20 11.41%
5000 115.0
39.0 P99, 890 |
L 1l 1 11 L
I A A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- - ‘A‘ —
141.0 14.50 15.00
m/z 143.20 10.60%
5000 115.0
39.0 630 ggp ‘
Y IR P P | S W L U
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022246.D

Acqg On : 27 May 2021 20:35

Operator : JC/MD

Sample : M2520-02 40X

Misc : 15.039g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 1,4-Methanonaphthalene, 1,4... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.780 166.83 ug/l 1270770  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93
4 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 Cl1l1H10 002443-46-1 91
5 Benzocycloheptatriene 142 C11H1e 000264-09-5 90
Abundance Scan 2246 (14.780 min): VX022246.D\data.ms (-2241) (- m/z 142.20 100.00%
142.2
5000 115.1
S U | S—
391 631 gg1 14.50 15.00
Ob ettt 4 ] 1602 m/z 141.20  88.06%
m/z--> 20 40 60 80 100 120 140 160
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000 MUY W  W—
115.0 14.50 15.00
m/z 115.10 40.19%
51.0 710 89.0 I
O ‘\\\\‘\\\\“\\‘\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #19232: Naphthalene, 1-methyl-
142.0
— —
14.50 1500
m/z 139.0 2.05%
5000 115.0
39.0 90 890 I
O bt el Ml
miz--> 20 40 60 80 100 120 140 160
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 1450 1500
m/z 143.05 1.51%
5000 115.0
390 630 ggp ‘
0 ‘HH“mh‘p‘ww_uh‘,‘m_mw””_‘H
m/z--> 20 40 60 80 100 120 140 160 1450 1500
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022246.D

Acqg On : 27 May 2021 20:35

Operator JC/MD

Sample : M2520-02 40X

Misc : 15.039g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
. SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Biphenyl Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.207 19.79 ug/l 150759 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenyl 154 C12H10 000092-52-4 95
2 Naphthalene, 2-ethenyl- 154 C12H10 000827-54-3 91
3 Acenaphthene 154 C12H10 000083-32-9 60
4 2-Quinolinecarbonitrile 154 C1OH6N2 001436-43-7 47
5 1-Isoquinolinecarbonitrile 154 C1OH6N2 001198-30-7 38

Abundance Scan 2316 (15.206 min): VX022246.D\data.ms (-2308) (-

m/z 154.20 100.00%

154.2
5000
761 T T T ‘/\‘_/\‘/\\‘
51.1 060 1151 m 15.00 15.50
0 “““‘u‘W;‘Ms‘w$‘~uw}9“h“w“w“4““ m/z 153.20 38.15%
m/z--> 20 40 60 80 100 120 140 160
Abundance #27107: Bipheny
154.0
5000 — e
15.00 15.50
m/z 152.20 26.51%
76.0
5%0 M 102.0 ‘12§0 ‘
0 \\‘\\\\‘\\‘\\“1\\”\‘\\\\“\\\\‘\H\\\‘\\‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #27113: Naphthalene, 2-ethenyl-
154.0 jw
—— i
15.00 15.50
5000 ITI/Z 76.10 18.80%
76.0
ol 270 510 17 1020 2RO M
i e o I
m/z--> 20 40 60 80 100 120 140 160 jM
Abundance #27112: Acenaphthene T ey
154.0 15.00 15.50
m/z 155.20 12.11%
5000
76.0
o270 S0 | a0 120 |l
m/z--> 20 40 60 80 100 120 140 160 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022246.D

Acqg On : 27 May 2021 20:35

Operator JC/MD

Sample : M2520-02 40X

Misc : 15.039g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
. SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Naphthalene, 1-ethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.377 18.91 ug/1 144053 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 95
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 95
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 80

4 2-Thiophenecarboxylic acid, 5-et...

5 Butethal

156 C7H802S

212 C10H16N203

Abundance Scan 2344 (15.377 min): VX022246.D\data.ms (-2333) (-

023229-72-3 59
000077-28-1 59

m/z 141.05 100.00%

141.1
5000
15b6 ngd
63.1 : :
1.1 :
ol ol 0N ] 2740 2820 1) 15620 43.88%
miz--> 50 100 150 200 250
Abundance #28467: Naphthalene, 1-ethyl-
141.0
5000
15.00 15.50
m/z 115.05 24.28%
ol 270 890 1020, |
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #28465: Naphthalene, 2-ethyl-
141.0
= e
15.00 15.50
5000 m/z 142.05 12.01%
76.0
N Lo 1 Y
m/z--> 50 100 150 200 250 /\
Abundance #28479: Naphthalene, 1,3-dimethyl- - e ‘
141.0 15.00 15.50
m/z 128.00 10.31%
- M\M\U\
76.0
ol 20 1) 1100] | ‘M SN NVIALY
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022246.D

Acqg On : 27 May 2021 20:35

Operator : JC/MD

Sample : M2520-02 40X

Misc : 15.039g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Naphthalene, 1,7-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.481 47.94 ug/l 365166 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 98
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97

Abundance Scan 2361 (15.481 min): VX022246.D\data.ms (-2354) (- m/z 156.15 100.00%

156.2 |
5000
i 7‘ 1 115 1‘ PR,
Y S i Y uuw‘wu‘h““mw‘““““‘2‘9‘7;1‘ m/z 141.20  74.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28474: Naphthalene, 1,7-dimethyl-
156.0
5000 15 50
115.0 m/z 155.20  32.03%
270 510 ‘
O \\\‘\\\\‘\\\\‘h\‘\”““\\‘\\‘\\\\‘\“!‘\\“‘\\M‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28503: Naphthalene, 1,5-dimethyl-
156.0 j\ /\/\
WA
15.50
76.0 115.0
51.0
ol 20, bbbl
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28469: Naphthalene, 2,3-dimethyl-
141.0 15 50
m/z 128.00 15.74%
5000
115.0
51.0 ‘
0 270\ I \‘\H\H\ | \“‘ ‘ \M‘HH‘HH‘HH

m/z--> 20 40 60 80 100 120 140 160 180 200 15 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022246.D

Acqg On : 27 May 2021 20:35

Operator : JC/MD

Sample : M2520-02 40X

Misc : 15.039g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Naphthalene, 2,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.615 60.47 ug/l 460589 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
3 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96

Abundance Scan 2383 (15.615 min): VX022246.D\data.ms (-2372) (- m/z 156.20 100.00%

156.2
5000
115.1
511, 770 ‘ ‘ | 15.50 16.00
Obe 970 L g3l I m/z 141.20  93.17%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28469: Naphthalene, 2,3-dimethyl-
141.0
5000 e : /‘\\ ‘
15.50 16.00
115.0 m/z 155.20 27.77%
76.0 ‘
51.0
27.0
0 \\\‘\‘1 T \“ T \“\ \“‘h‘\‘\w‘\h‘ Tt “\ 1 T \“!‘\ \“‘\ \M‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #28479: Naphthalene, 1,3-dimethyl-
141.0
15.50 16.00
5000 m/z 115.05 22.01%
6.0 115.0
76.
270 10 7] ‘ Il MJ
ot e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #28487: Naphthalene, 1,2-dimethyl- = =4
156.0 15.50 16.00
m/z 128.05 17.40%
) MMM
115.0
76.0
51.0
oH“2‘7;9“_‘«“umlh_m“H“m!‘l‘?ﬁ%@w‘w N J‘\w
m/z--> 20 40 60 80 100 120 140 160 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022246.D

Acqg On : 27 May 2021 20:35

Operator : JC/MD

Sample : M2520-02 40X

Misc : 15.039g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Naphthalene, 2,7-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.841 30.83 ug/l 234849 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97

Abundance Scan 2420 (15.841 min): VX022246.D\data.ms (-2410) (- m/z 156.20 100.00%

156.2
5000
115.2
511 761 ‘ | m 15.50 16.00
0ot o A 2080 40 e e1.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28469: Naphthalene, 2,3-dimethyl-
141.0
5000
15.50 16.00
115.0 m/z 155.20 23.81%
76.0 ‘
51.0
27.0
O \\\‘\‘\\\“\\“\ \“‘h‘\‘\“!h‘\‘\‘\\“\\f}‘\“!‘\\“‘\\M‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28481: Naphthalene, 2,7-dimethyl-
156.0 M
/\’\ ‘ T T T ‘ T T T
15.50 16.00
5000 m/z 115.20  22.24%
77.0
510 115.0
B s T S N |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28499: Naphthalene, 1,6-dimethyl- < —1=4
156.0 15.50 16.00
m/z 128.05 17.05%
- A\M/U\
77.0 115.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022246.D

Acqg On : 27 May 2021 20:35

Operator : JC/MD

Sample : M2520-02 40X

Misc : 15.039g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Acenaphthene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.334 58.63 ug/l 446552  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H10 000083-32-9 95
2 1,4-Ethenonaphthalene, 1,4-dihydro- 154 C12H10 007322-47-6 64
3 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 62
4 3-Fluoro-para-anisaldehyde 154 C8H7F02 000351-54-2 50
5 Biphenyl 154 C12H10 000092-52-4 43
Abundance Scan 2501 (16.334 min): VX022246.D\data.ms (-2492) (- m/z 153.20 100.00%
153.2
5000
76.1 \‘\\\\‘\\\\‘\\\\‘\\\\‘
51.1 126.1 16.0016.2016.4016.60
98.1
bt w0 ST 2971z 154,20 93.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27110: Acenaphthene
154.0
5000 N L R B R R
16.0016.2016.4016.60
76.0 m/z 152.15 49.51%
O\\\\‘2\7\\\“\\\\“h\\“\“\‘\?\8‘(\)1\\]_‘2\?\()\‘\\\mH\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27117: 1,4-Ethenonaphthalene, 1,4-dihydro-
153.0
16.0016.2016.4016.60
5000 m/z 76.10 25.45%
760 128.0
39.0 ‘ 102.0 ‘
) N Y WPhu Y SN ASRRR—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27114: Naphthalene, 2-ethenyl- N D d i
153.0 16.0016.2016.4016.60
m/z 151.20  19.46%
5000
76.0
51 0 1260
m/z--> 20 40 60 80 100 120 140 160 180 200 16.0016.2016.4016.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052821\
Data File : VX022246.D

Acqg On : 27 May 2021 20:35

Operator : JC/MD

Sample : M2520-02 40X

Misc : 15.039g/5.0mL/100uL/5.0emL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Indane 12.244 97.4 ug/l 741984 4 12.024 380846 50.0
Benzene, (1-met... 13.426 32.1 ug/l 244405 4 12.024 380846 50.0
Naphthalene, 1-... 14.640 24.6 ug/l 187218 4 12.024 380846 50.0
1,4-Methanonaph... 14.780 166.8 ug/l 1270770 4 12.024 380846 50.0
Biphenyl 15.207 19.8 wug/l 150759 4 12.024 380846 50.0
Naphthalene, 1-. 15.377 18.9 wug/l 144053 4 12.024 380846 50.0
Naphthalene, 1,... 15.481 47.9 ug/l 365166 4 12.024 380846 50.0
Naphthalene, 2,... 15.615 60.5 ug/l 460589 4 12.024 380846 50.0
Naphthalene, 2,... 15.841 30.8 wug/l 234849 4 12.024 380846 50.0
Acenaphthene 16.334 58.6 ug/l 446552 4 12.024 380846 50.0
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